Key indicators: single-crystal X-ray study; T = 290 K; mean (C-C) = 0.005 Å; R factor = 0.072; wR factor = 0.181; data-to-parameter ratio = 14.0. organic compounds o258 Jashari et al.
In the title compound, C 16 H 15 N 3 O 4 , the dihedral angle between the chromane and isoxazole rings [r.m.s. deviations = 0.042 and 0.007 Å , respectively] is 20. 33 (12) . The molecular geometry is stabilized by an intramolecular N-HÁ Á ÁO hydrogen bond. In the crystal, N-HÁ Á ÁO hydrogen bonds generate chains along the c-axis direction. The crystal studied was a non-morohedral twin.
Related literature
For general background to the use of coumarin derivatives in organic synthesis and as biologically active compounds see: Adavi et al. (2004) ; Shi & Zhou (2011); Toshihiro et al. (2005) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Data collection: CrysAlis PRO (Agilent, 2010); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) and Mercury (Macrae et al., 2006) ; software used to prepare material for publication: WinGX (Farrugia, 2012). supplementary materials Acta Cryst. (2013) . E69, o258 [doi:10.1107/S1600536813000858] 3-[2-(5-tert-Butyl-1,2-oxazol-3-yl)hydrazinylidene]chroman-2,4-dione Ahmed Jashari, Emil Popovski, Bozhana Mikhova, Rositsa P. Nikolova and Boris L. Shivachev Comment Synthesis of novel coumarin derivatives is rapid ongoing process in the world due to the remarkable broad spectrum of pharmacological activities, especially anticancer (Toshihiro, et al., 2005; Shi & Zhou, 2011; Adavi, et al., 2004) . Our interest is to develop novel coumarin compounds as efficient antitumor agents. Herein, we report the crystal structure of the title compound.
The title compound ( Fig. 1 ) possesses two distinct functional groups: 3-iminochroman-2,4-dione, and 5-(tert-butyl)isoxazole. The chromane and isoxazole moieties are nearly planar (with respective r.m.s. of 0.042 and 0.007 Å).
The interplanar angle between the chromane and isoxazole is 20.33 (12)°. The molecular geometry is stabilised by the intramolecular hydrogen bond N2-H2···O2 (Table 1 ). In the crystal structure the molecules are connected by the N-H···O hydrogen bond forming chains along c (Fig. 2) .
Suitable crystals of the title compound were obtained by slow evaporation from ethanol at room temperature.
Refinement
All H atoms bonded to C were placed in idealized positions (C-H aromatic = 0.93 Å and C-H methyl = 0.96 Å) while the N2 hydrogen atom coordinates were located from the difference Fourier map. All H atoms were constrained to ride on their parent atoms, with U iso (H) = 1.2U eq (C or N) and 1.5U eq (C methyl ). The observed non-morohedral twinning affected quality of data. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
